In the title compound, C 20 H 21 NO 2 , the benzyl group and the oxazolidin-2-one unit are each essentially planar, with maximum deviations of 0.026 (2) and 0.031 (2) Å , respectively. The dihedral angle between the phenyl ring and the oxazolidin-2-one unit is 69.25 (2) . In the crystal, molecules are linked by weak intermolecular C-HÁ Á ÁO and C-HÁ Á Á interactions.
Related literature
For general background to 2-oxazolidinone derivatives and for heterocyclic systems of antibacterial interest, see: Mukhtar & Wright (2005) ; Ager et al. (1996) ; Renslo et al. (2006) . For bond-length data, see: Allen et al. (1987) . For the chemical structure of the title compound established from NMR data, see: Yoo & Li (2008 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C1-C6 and C11-C16 rings, respectively. 
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEPII (Johnson, 1976); software used to prepare material for publication: SHELXL97.
Comment
The title compound, (I), C 19 H 17 N 3 O 2 , is a 2-oxazolidinone derivative. The 2-oxazolidinone ring is an important heterocyclic structural unit. It possesses significant antibacterial activities and plays an important role as an intermediate for the synthesis of more complex active organic compounds and further functionalized heterocyclic systems of antibacterial interest (Mukhtar et al., 2005; Ager et al., 1996; Renslo et al., 2006) . The structure of title compound has been established from the NMR data (Yoo et al., 2008) . However, the crystal structure of title compound has not been reported. In view of this, the crystal structure determination of the title compound was carried out and the results are presented here.
As depicted in Fig. 1 , the benzyl group A (C1-C7) and the heterocyclic ring of 2-oxazolidinone B (N1/C8-C10/O1/O2) are almost planar with maximum deviations of 0.024 (2) Å for C7 and 0.031 (2) Å for O2, respectively, and determine a dihedral angle of 2.56 (2) °. The phenyl ring C (C11-C16) is of also planar (max. deviation 0.007 (2) Å for C15).
The butyl moiety (C17-C20) adopts a slight twist conformation with C20 displaced by 0.123 ( et al., 1987) . The molecules are linked into a three-dimensional supramolecular network through intermolecular C-H···O hydrogen bonding interactions and C-H···π stacking interactions (Table 1, Fig. 2 ). The H-to-centroid distances of H3···Cg2 i = 2.93 (2), H12···Cg1 ii = 2.91 (3) and H20B···Cg2 iii = 2.91 (4) [Cg1 and Cg2 are the centroids of the C1, C2, C3, C4, C5, C6 ring, and C11, C12, C13, C14, C15, C16 ring, respectively. Symmetry codes: (i)-1/2 + x, 1/2 -y, 1/2 + z; (ii)3/2 -x, 1/2 + y,
In addition, intramolecular C-H···O and C-H···N hydrogen bonds are also observed.
Experimental
A 15 ml polytetrafluoroethylene (PTFE) reaction vessel was charged with copper(I)iodide (0.6 mmol, 0.114 g), butylamine
(4 mmol, 0.293 g), benzaldehyde (4 mmol, 0.425 g) and ethynylbenzene (3 mmol, 0.204 g). Then the vessel was fixed into a stainless steel autoclave with a pressure-regulating system. The autoclave was sealed. Liquid CO 2 was introduced from a cylinder and the reaction mixture was magnetically stirred at 373 K under 8 MPa for 12 h. The vessel was cooled with an ice bath and the pressure was released slowly to atmospheric pressure after the reaction completed. The reaction mixture was flushed with EtOAc (30 ml) and the ethyl acetate fractions were combined. The resulting solvent was placed through a plug of silica gel, and then evaporated. The residue was purified by silica gel (200-300 mesh) column by elution with MSO:EtOAc (8:1) to give 20 fractions (200 ml per fraction). The title compound (539.6 mg) was isolated from the fractions 3-17 (yield 71.2%). Single crystals suitable for X-ray deffraction were prepared by slov evaporation of a solution of the title compound in petroleum ether at room temperature. supplementary materials sup-2 Refinement All H atoms were located on the difference maps, and were treated as riding atoms with C-H distances of 0.93, 0.96, 0.97 and 0.98 Å, for aryl, methyl, methine and tertiary alkyl, respectively, with U iso (H) = 1.5U eq (methyl C-atoms) and
1.2U eq (non-methyl C-atoms). The hightest peak is located 1.54 Å from C1 and the deepest hole is located 0.86 Å from H13. Fig. 1 . The molecular structure of the tile compound, showing 50% probability displacement ellipsoids and the atom-numbering scheme. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Symmetry codes: (i) x+1/2, −y+1/2, z+1/2; (ii) x−1/2, −y+1/2, z+1/2; (iii) −x+1, −y, −z; (iv) x−1/2, −y+1/2, z−1/2. supplementary materials sup-7 
